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Computational approaches to modeling receptor flexibility upon ligand binding: Application to interfacially activated
enzymes
Receptors generally undergo conformational change upon ligand binding. We describe how fairly simple techniques may
be used in docking and design studies to account for some of the changes in the conformations of proteins on ligand
binding. Simulations of protein-ligand interactions that give a more complete description of the dynamics important for
ligand binding are then discussed. These methods are illustrated for phospholipase A(2) and lipase, enzymes that both
undergo interfacial activation.
 
General information
State: Published
Organisations: Department of Chemistry, European Molecular Biology Laboratory, Weizmann Institute of Science
Authors: Wade, R. (Ekstern), Sobolev, V. (Ekstern), Ortiz, A. .. (Ekstern), Peters, G. H. (Intern)
Number of pages: 10
Pages: 223-232
Publication date: 1998
 
Host publication information
Title of host publication: Structure-Based Drug Design
Volume: 352
Editor: Codding , P. W.
ISBN (Print): 978-90-481-5078-6
ISBN (Electronic): 978-94-015-9028-0
 
Series: NATO Advanced Science Institutes Series E: Applied Sciences
ISSN: 0168-132X
Main Research Area: Technical/natural sciences
DOIs: 
10.1007/978-94-015-9028-0_19 
Source: FindIt
Source-ID: 148802227
Publication: Research - peer-review › Book chapter – Annual report year: 1998
 
